Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.028; wR factor = 0.072; data-to-parameter ratio = 17.1. organic compounds o2078 Zhao et al.
The title compound, C 6 H 5 NS 4 , consists of a planar 2-thioxo-1,3-dithiol-4-ylsulfanyl unit [maximum deviation from the ring plane = 0.0325 (2) Å ], with a cyanoethylsulfanyl substituent in the 4-position. In the crystal structure, weak intermolecular C-HÁ Á ÁS hydrogen bonds together with SÁ Á ÁN interactions [3.260 (5) Å ] form two-dimensional layers in the bc plane.
Related literature
For background to the chemistry of dithiole-2-thiones and tetrathiafulvenes, see: Chen et al. (2005) ; Fabre (2004) ; Segura & Martin (2001) . For the preparation of the title compound, see: Liu et al. (2002) . For a related structure, see: Jia et al. (2001) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx; y À 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of the title compound with ellipsoids drawn at the 30% probability level.
Figures
supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.21596 (10) 1.03249 (5) 
